In the title hemisolvate, C 25 H 28 N 2 O 7 SÁ0.5C 4 H 8 O 2 , the thiomorpholine ring adopts a chair conformation, with the exocyclic N-C bond in an equatorial orientation. The dihedral angle between the coumarin ring system (r.m.s. deviation = 0.044 Å ) and the furan ring is 64.84 (6) . An intramolecular N-HÁ Á ÁO hydrogen bond closes an S(6) ring. The ethyl acetate solvent molecule is disordered about a crystallographic inversion centre. In the crystal, the components are linked by C-HÁ Á ÁO and C-HÁ Á ÁS hydrogen bonds, generating a three-dimensional network.
Related literature
Hydrogen-bond geometry (Å , ). (2000) . Thus, the elucidation of the crystal structures of coumarin derivatives has attracted much attention. Here,we report the crystal structure of the title compound, (I).
S2. Synthesis and crystallization,
A solution of 4-thiomorpholino-3-formyl coumarin (1 mmol), dmethyl acetylenedicarboxylate (1 mmol), t-butyl isocyanide (1 mmol) were refluxed at 80°C for 3h. The volatiles were removed under reduced pressure. The crude reaction mixture was subjected to column chromatography using EtOAc/Hexane mobile phase. The title compound was isolated as yellow color solid with 80% yield. Yellow prisms were obtained by vapour diffusion method at room temperature, i.e., hexane vapour was allowed to diffuse into an EtOAc solution of 4-thiomorpholino-3-(2-N-t-butylamino-3,4-dimethylcarboxylate-5-furyl) 2H-1-benzopyran-2-one at room temperature. 165.6, 163.9, 163.0, 161.2, 160.6, 153.4, 138.2, 132.4, 125.1, 123.7, 118.7, 118.1, 117.7, 103.6, 87.8, 53.2, 52.7, 51.8, 51.3, 28.0 Molecular configuration and atom-numbering scheme for the title compound with displacement ellipsoids drawn at the 50% probability level. Hydrogen atoms are omitted for clarity.
Figure 2
Crystal packing diagram of the title compound.
Figure 3
Chemical scheme of title compound with solvent molecule. In the cystal system the main molecule and solvent molecule was found in 1:0.5 ratio.
Figure 4
Synthesis of title compound (I).
3,4-Dimethyl 2-(tert-butylamino)-5-[2-oxo-4-(thiomorpholin-4-yl)-2H-chromen-3-yl]furan-3,4-dicarboxylate ethyl acetate hemisolvate
Crystal data (7) −0.0001 (6) −0.0009 (7) C3 0.0166 (7) 0.0500 (10) 0.0272 (8) −0.0029 (7) −0.0034 (6) 0.0055 (7) C4 0.0216 (8) 0.0390 (9) 0.0317 (9) 0.0058 (7) −0.0020 (6) 0.0040 (7) C5 0.0219 (7) 0.0290 (8) 0.0256 (8) 0.0008 (6) −0.0010 (6) 0.0000 (6) C6 0.0177 (7) 0.0277 (8) 0.0171 (7) −0.0014 (6) 0.0015 (5) 0.0016 (6) C7 0.0177 (7) 0.0236 (7) 0.0159 (7) −0.0013 (6) 0.0026 (5) 0.0023 (5) C8 0.0178 (7) 0.0231 (7) 0.0191 (7) −0.0012 (6) 0.0031 (5) 0.0015 (6) C9 0.0219 (7) 0.0257 (8) 0.0245 (8) −0.0017 (6) 0.0043 (6) 0.0002 (6) C10 0.0219 (7) 0.0227 (7) 0.0194 (7) −0.0020 (6) −0.0001 (6) 0.0041 (6) C11 0.0270 (8) 0.0221 (7) 0.0229 (7) −0.0015 (6) −0.0020 (6) 0.0043 (6) C12 0.0228 (7) 0.0283 (8) 0.0194 (7) 0.0022 (6) −0.0035 (6) 0.0008 (6) C13 0.0210 (7) 0.0228 (7) 0.0202 (7) 0.0006 (6) −0.0046 (6) 0.0018 (6) C14 0.0224 (7) 0.0175 (7) 0.0200 (7) 0.0018 (6) 0.0002 (6) 0.0034 (5) C15 0.0191 (7) 0.0168 (7) 0.0194 (7) 
